. Ionization state prediction for the microginins determined by pKa calculations for the free amino group. pKa calculation was performed with three independent methods: quantum mechanical calculation (performed by Jaguar, in red), empirical fragment-based calculation (performed with Marvin, in blue) and the experimentally determined hydroxyl' pKa value for Triclosan (in black (1), as reported by Tobe et al., 1978, [40]). Chemical differences between MG770 and MG756 are highlighted in red, while the acquired proton is blue.

